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Procedure for Deriving CCS using a Synapt G2 HDMS
• Measure the drift time of the ions (t d ) in MS.
• Subtract instrumental offsets. This is a correction factor (c) which can be found in the Tune page under System, Acquisition Settings EDC delay (mass <5000 Da). This value is set-up for each individual instrument.
•
Corrected drift time t d ' = t d -(c√ (m/z (ion) / 1000) ms
• To obtain calibration coefficients use published cross-section data (Ω).
• Correct published cross sections by taking into account reduced mass and charge state.
Reduced mass µ = (M ion x m gas / M ion + m gas )
• Fit a linear trendline of the form y = ax + b or power trendline of the form y = Ax b to the data to obtain a calibration curve. (The best fit trendline will depend on the range of the calibration).
• Convert experimental effective drift times to estimated collision cross-sections using the calibration curve. Figure S1 . Workflow of the experimental procedure to measure CCS. Schematic workflow for generating an UPLC-TW-IM-MS three-coordinate database: mass-to-charge ratio (m/z), retention time (RT), and collision cross section. CCS. 
